Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.043; wR factor = 0.133; data-to-parameter ratio = 17.9. organic compounds o2310 Priya et al.
In the title compound, C 14 H 9 ClN 2 O, the quinazoline unit is essentially planar, with a mean deviation from the leastsquares plane defined by the ten constituent ring atoms of 0.027 (2) Å . The dihedral angle between the mean plane of the quinazoline ring system and the 4-chlorophenyl ring is 44.63 (5) . In the crystal, molecules are linked by intermolecular C-HÁ Á ÁN and C-HÁ Á ÁO hydrogen bonds, forming infinite chains of alternating R 2 2 (6) dimers and R 2 2 (14) ring motifs.
Related literature
For the synthesis of the title compound, see: Priya et al. (2011) . For related structures, see: Li & Feng (2009) ; Li et al. (2010) . For the biological activity of quinazoline derivatives, see: Wolfe et al. (1990) ; Tereshima et al. (1995) ; Pandeya et al. (1999) . For graph-set notation see: Bernstein et al. (1995) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Symmetry codes: (i) Àx þ 1; Ày þ 2; Àz þ 1; (ii) Àx þ 3 2 ; y þ 1 2 ; Àz þ 1 2 .
Data collection: APEX2 (Bruker, 2008) ; cell refinement: SAINT (Bruker, 2008) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009). TS and DV thank the TBI, X-ray facility, CAS in Crystallography and Biophysics, University of Madras, India, for the data collection and a DST inspire fellowship for financial support Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: LX2195). (Wolfe et al.,1990) , anti-inflammatory (Tereshima et al.,1995 ), anti-HIV (Pandeya et al., 1999 . In addition to that, the quinazolinones exibit anti-bacterial and anti-bacterial and anti-fungal activities (Priya et al., 2011) .
Structure Reports Online
In title molecule ( Fig. 1) , the quinazoline unit is essentially planar, with a mean deviation of 0.027 (2) Å from the least-squares plane defined by the ten constituent atoms. The dihedral angle formed by the 4-chlorophenyl ring and the mean plane of the quinazoline fragment is 44.63 (5)°. In the crystal packing ( Fig. 2) , molecules are linked by intermolecular C-H···N and C-H···O hydrogen bonds (Table 1) . These hydrogen bonds are forming infinite chains of alternating R 2 2 (6) dimer and R 2 2 (14) ring motifs (Bernstein et al., 1995) as shown in Fig. 2 .
Experimental
To an ice-cold solution of POCl 3 in DMF was added anthranilic acid (0.01458 mole) and stirred for 5-10 min until TLC indicated the disappearance of anthranilic acid. The reaction-mixture was treated with the respective primary aromatic amine (0.01458 mol) and supported on anhydrous sodium sulfate (five times the weight of anthranilic acid) and exposed to microwave (BPL company) irradiation (600 W) for 2-4 min with 30 sec pulse. The reaction-mixture was quenched with water (50 ml) and extracted with ethyl acetate (2x50 ml). The organic layer was dried over anhydrous sodium sulfate, concentrated and purified by silica gel column chromatography (60-20 mesh) using hexane/EtOAc (7.5:2.5) as eluent to yield the pure product. Single crystals suitable for X-ray diffraction were prepared by slow evaporation of a solution of the title compound in methanol at room temperature.
Refinement
Hydrogen atoms were placed in calculated positions with C-H = 0.93 Å and refined in riding model with fixed isotropic displacement parameter: U iso (H) = 1.2 U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0009 (8) C11 0.0542 (11) 0.0560 (14) 0.0359 (8) −0.0071 (9) 0.0062 (7) 0.0047 (8) C12 0.0441 (9) 0.0493 (12) 0.0424 (9) −0.0026 (8) 0.0050 (7) −0.0003 (8) C13 0.0453 (10) 0.0566 (14) 0.0428 (9) −0.0072 (9) 0.0138 (7) 0.0022 (8) C14 0.0513 (10) 0.0506 (12) 0.0343 (8) −0.0054 (8) 0.0109 (7) 0.0021 (8) N1 0.0475 (8) 0.0582 (11) 0.0378 (7) 0.0000 (7) 0.0116 (6) −0.0109 (7) N2 0.0419 (7) 0.0492 (10) 0.0315 (6) −0.0021 (6) 0.0088 (5) −0.0074 (6) Geometric parameters (Å, °) 
